Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.049; wR factor = 0.124; data-to-parameter ratio = 9.5.
Hydrogen-bond geometry (Å , ).
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D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA O1-H1AÁ Á ÁN11 i 0.82 (2) 2.10 (2) 2.906 (4) 167 (4) O1-H1BÁ Á ÁN12 ii 0.82 (2) 2.09 (2) 2.896 (4) 168 (4) O2-H2AÁ Á ÁN2 0.82 (2) 2.12 (1) 2.929 (4) 173 (5) O2-H2BÁ Á ÁN2 iii 0.81 (2) 2.07 (1) 2.879 (4) 173 (5) O3-H3AÁ Á ÁN12 0.82 (2) 2.05 (1) 2.868 (4) 173 (4) O3-H3BÁ Á ÁN1 0.82 (2) 2.09 (1) 2.910 (4) 177 (4) O4-H4AÁ Á ÁN11 i 0.82 (2) 2.08 (1) 2.891 (4) 175 (4) O4-H4BÁ Á ÁN1 i 0.82 (2) 2.07 (1) 2.884 (4) 174 (4) Figures   Fig. 1 . Perspective view of the asymmetric unit of the title compound with the atom numbering scheme; displacement ellipsoids are at the 50% probability level; H atoms are drawn as small spheres of arbitrary radii. Only major components of the disordered CF 3 groups are shown. bsorption correction: multi-scan (MULABS; Spek, 2009; Blessing, 1995) h = −11→11 Atomic displacement parameters (Å 2 )
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0.045 (7) 0.082 (10) 0.084 (10) 0.027 (6) −0.025 (6) −0.048 (8) F62' 0.057 (9) 0.052 (7) 0.050 (7) 0.007 (6) 0.033 (5) −0.013 (5) F63' 0.061 (8) 0.029 (6) 0.066 (9) 0.008 (5) 0.001 (6) −0.021 (5) F71 0.094 (8) 0.079 (7) 0.074 (7) 0.056 (6) 
0.087 (7) 0.050 (4) 0.067 (6) 0.030 (4) −0.036 (5) −0.033 (4) F72' 0.060 (5) 0.068 (5) 0.080 (7) 0.038 (4) 0.018 (5) 0.007 (5) F73' 0.052 (7) 0.049 (5) 0.048 (4) 0.008 (4) −0.027 (3) −0.015 (3) F161 0.070 (5) 0.080 (7) 0.084 (7) −0.031 (4) 0.018 (5 (7) K2-F171 iii 3.026 (12) C16-F16" 1.319 (9) K2-F71' ii 3.075 (8) C16-F163 1.325 (9) K2-F71 ii 3.199 (13) C16-F16* 1.326 (10) K2-F17' iii 3.215 (13) C16-F162 1.383 (7) K2-H1A 3.05 (4) C16-F16' 1.396 (8) (14) O3-H3A 0.818 (12) F61'-K1 iii 3.016 (11) O3-H3B 0.819 (12) F71-K2 v 3.199 (13) O4-K2 iv 2.705 (3) F72-K1 i 2.953 (8) O4-H4A 0.816 (12) F71'-K2 v 3.075 (8) O4-H4B 0.817 (12) F72'-K1 i 3.078 (14) N1-C5 1.348 (5) F162-K2 i 2.870 (7) N1-N2 1.363 (4) F16"-K2 i 2.938 (13) N2-C3 1.349 (5) F171-K2 iii 3.026 (12) C3-C4 1.390 (6) F172-K1 v 3.004 (14) C3-C6 1.480 (6) F17'-K2 iii 3.215 (13) C4-C5 1.390 (5) F17"-K1 v 2.998 (7) C4-H4 0.9500
O1-K1-O2 74.08 (8) O4 iv -K2-H1A 110.8 (7) O3-K1-O3 i 73.56 (8) O1-K2-H1A 15.0 (4) O1-K1-O3 i 75.98 (7) O2-K2-H1A 82.4 (7)
O2-K1-O3 i 120.62 (9) O4-K2-H1A 60.0 (5) O3-K1-F16' 78.1 (2) F162 i -K2-H1A 90.6 (6) O1-K1-F16' 147.4 (2) F16" i -K2-H1A 82.5 (6) O2-K1-F16' 138.4 (2) F63-K2-H1A 148.9 (6) O3 i -K1-F16' 85.3 (4) F63'-K2-H1A 146.8 (7) O3-K1-F72 i 135.5 (3) F171 iii -K2-H1A 135.2 (7) supplementary materials sup-7 O1-K1-F72 i 83.5 (4) F71' ii -K2-H1A 82.8 (9) O2-K1-F72 i 145.3 (3) F71 ii -K2-H1A 69.8 (9) O3 i -K1-F72 i 77.4 (3) F17' iii -K2-H1A 142.1 (7) F16'-K1-F72 i 66.4 (4) O4 iv -K2-H1B 134.5 (5) O3-K1- O3 i -K1-F17" ii 131.5 (2) F71 ii -K2-H1B 61.4 (7) F16'-K1-F17" ii 106.5 (5) F17' iii -K2-H1B 139.6 (6) F72 i -K1-F17" ii 66.0 (4) H1A-K2-H1B 25.4 (8) F161-K1-F17" ii 119.6 (5) O4 iv -K2-H4A 81.5 (8) O3-K1-F172 ii 157.4 (5) O1-K2-H4A 60.5 (5) O1-K1-F172 ii 74.9 (5) O2-K2-H4A 110.9 (7) O2-K1-F172 ii 90.2 (5) O4-K2-H4A 14.8 (5) O3 i -K1-F172 ii 128.7 (5) F162 i -K2-H4A 125.7 (8) F16'-K1-F172 ii 97.7 (6) F16" i -K2-H4A 123.9 (7) F72 i -K1-F172 ii 58.1 (5) F63-K2-H4A 163.1 (7) F161-K1-F172 ii 110.5 (6) F63'-K2-H4A 167.5 (7) F17" ii -K1-F172 ii 9.5 (4) F171 iii -K2-H4A 93.4 (7) O3-K1-F61' iii 83.0 (6) F71' ii -K2-H4A 79.4 (9) O1-K1-F61' iii 135.1 (3) F71 ii -K2-H4A 68.9 (9) O2-K1-F61' iii 73.7 (6) F17' iii -K2-H4A 104.0 (6) O3 i -K1-F61' iii 148.4 (3) H1A-K2-H4A 45.5 (7) F16'-K1-F61' iii 69.2 (5) H1B-K2-H4A 67.6 (9) (3) O2-K1-F61 iii 80.5 (2) K1 i -O3-H3B 108 (3) O3 i -K1-F61 iii 150.58 (15) H3A-O3-H3B 108 (4) F16'-K1-F61 iii 66.2 (4) K2 iv -O4-K2 105.09 (9) F72 i -K1-F61 iii 96.5 (5) K2 iv -O4-H4A 109 (3) F161-K1-F61 iii 78.2 (4) K2-O4-H4A 106 (3) F17" ii -K1-F61 iii 67.5 (4) K2 iv -O4-H4B 116 (3) F172 ii -K1-F61 iii 65.6 (5) K2-O4-H4B 110 (3) F61' iii -K1-F61 iii 11.0 (5) H4A-O4-H4B 111 (5) F72' i -K1-F61 iii 109.4 (5) C5-N1-N2 107.6 (3)
O3-K1-H2B 83.5 (8) C3-N2-N1 107.1 (3) O1-K1-H2B 83.4 (7) N2-C3-C4 111.6 (3) O2-K1-H2B 14.6 (5) N2-C3-C6 118.8 (4) O3 i -K1-H2B 134.9 (5) C4-C3-C6 129.6 (4)
F16'-K1-H2B 127.6 (7) C5-C4-C3 102.4 (3) O3-K1-H3A 14.5 (5) F63-C6-F61 107.1 (6) O1-K1-H3A 134.5 (5) F62'-C6-F63' 105.6 (11) O2-K1-H3A 87.1 (7) F63-C6-F62 106.9 (7) O3 i -K1-H3A 79.2 (8) F61-C6-F62 104.9 (6) F16'-K1-H3A 64.9 (6) F62'-C6-F61' 104.8 (9) O1-K2-O2 73.82 (8) F73'-C7-F71' 101.9 (7) O4 iv -K2-O4 74.91 (9) F71-C7-F72 104.5 (7) supplementary materials sup-9
O1-K2-O4 74.86 (8) F73-C7-F72 103.4 (7) O2-K2-O4 121.46 (9) F71-C7-C5 115.6 (5)
F16" i -K2-F63' 66.3 (7) F161-C16-F162 104.9 (6) F63-K2-F63' 9.8 (4) F163-C16-F162 103.5 (6) O4 iv -K2-F171 iii 70.5 (5) F16"-C16-F16' 103.7 (7) O1-K2-F171 iii 147.0 (3) F16*-C16-F16' 101.1 (7) O2-K2-F171 iii 138.2 (3) F161-C16-C13 114.8 (5) O4-K2-F171 iii 78.8 (6) F16"-C16-C13 115.6 (5) F162 i -K2-F171 iii 106.5 (7) F163-C16-C13 112.7 (7) F16" i -K2-F171 iii 120.8 (9) F16*-C16-C13 114.9 (9) F63-K2-F171 iii 75.2 (5) F162-C16-C13 110.3 (5) F63'-K2-F171 iii 74.3 (7) F16'-C16-C13 110.0 (5) 
O3 i -K1-O1-K2 −127.82 (10) F62'-C6-F63-K2 119 (3) F16'-K1-O1-K2 175.4 (6) F61-C6-F63-K2 −151 (3) F72 i -K1-O1-K2 153.5 (2) F63'-C6-F63-K2 62 (4) F161-K1-O1-K2 −160.9 (7) F62-C6-F63-K2 97 (3) F17" ii -K1-O1-K2 86.8 (3) F61'-C6-F63-K2 −138 (3) F172 ii -K1-O1-K2 94.9 (5) C3-C6-F63-K2 −25 (3) F61' iii -K1-O1-K2 45.9 (10) O4 iv -K2-F63-C6 143 (3) F72' i -K1-O1-K2 160.0 (4) O1-K2-F63-C6 18 (3) F61 iii -K1-O1-K2 60.8 (4) O2-K2-F63-C6 62 (3) O4 iv -K2-O1-K1 −68.00 (11) O4-K2-F63-C6 −175 (2) O2-K2-O1-K1 −0.29 (9) F162 i -K2-F63-C6 −31 (3) O4-K2-O1-K1 −130.19 (10) F16" i -K2-F63-C6 −16 (3) F162 i -K2-O1-K1 89.8 (3) F63'-K2-F63-C6 −61 (4) F16" i -K2-O1-K1 77.8 (4) F171 iii -K2-F63-C6 −145 (3) F63-K2-O1-K1 43.4 (6) F71' ii -K2-F63-C6 −82 (3) F63'-K2-O1-K1 56.3 (7) F71 ii -K2-F63-C6 −76 (3) F171 iii -K2-O1-K1 −168.3 (12) F17' iii -K2-F63-C6 −136 (3) F71' ii -K2-O1-K1 152.4 (2) F62'-C6-F61'-K1 iii −113 (5) F71 ii -K2-O1-K1 158.2 (3) F63-C6-F61'-K1 iii 128 (5) F17' iii -K2-O1-K1 169.0 (5) F61-C6-F61'-K1 iii −81 (5) O3-K1-O2-K2 125.63 (10) F63'-C6-F61'-K1 iii 136 (5) Hydrogen-bond geometry (Å, °) 
